Single-crystal X-ray study T = 150 K Mean '(O±Ba) = 0.008 A Ê R factor = 0.022 wR factor = 0.051 Data-to-parameter ratio = 31.3
Comment
Alkaline earth oxide chlorides and oxide bromides, of general formula A 4 OX 6 (A = alkaline earth; X = Cl À , Br À ) are known for their luminescence properties, when the alkaline earth site is doped with small amounts of Eu 2+ or Pb 2+ (Schipper et al., 1992) . We have succeeded in extending this family to the barium oxide iodide compound Ba 4 OI 6 . Ba 4 OI 6 was prepared by a solid-state reaction and is isostructural with Sr 4 OCl 6 (Hagemann et al., 1996) , Ba 4 OCl 6 (Bergerhoff & Goost, 1970) and Sr 4 OI 6 (Barker et al., 2001) . The O atom is four-coordinated by Ba cations (see Fig. 1 ), the iodine is four-and ®ve-coordinated by Ba cations (Figs. 2 and 3) and the Ba is eightcoordinated by one oxygen and seven iodine anions at one site, and seven-coordinated by one oxygen and six iodine anions at the other (Figs. 4 and 5). The overall structure is shown in Fig. 1 of Barker et al. (2001) .
Experimental
BaO and BaI 2 powders were mixed in stoichiometric proportions and placed in a nickel crucible. The mixture was then heated at 1273 K for 24 h in a silica tube, under¯owing nitrogen. The product was cooled to room temperature at a rate of 1 K h À1 . 
Crystal data

Data collection
Bruker SMART1000 CCD areadetector diffractometer 3 scans Absorption correction: multi-scan (SADABS; Bruker, 1996) T min = 0.077, T max = 0.137 4900 measured re¯ections 842 independent re¯ections 732 re¯ections with I > 2'(I) R int = 0.040 max = 28.8 h = À14 3 12 k = À14 3 14 l = À11 3 11 Intensity decay: none 
The origin was ®xed by application of a¯oating origin restraint which effectively ®xes the centre of gravity of the structure in the polar-axis direction. This leads to smaller correlations than ®xing a single atom in structures with no dominant heavy atom (Flack & Schwarzenbach, 1988) .
Data collection: SMART Bruker, 1998); cell re®nement: SAINT (Bruker, 2000) ; data reduction: SAINT and SHELXL97 (Sheldrick, 1997); program(s) used to solve structure: SIR97 (Altomare et al., 1999); program(s) used to re®ne structure: SHELXL97 and WINGX (Farrugia, 1999) ; molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2001).
We wish to thank the EPSRC for support. A view showing the coordination around atom Ba2. Displacement ellipsoids are drawn at the 50% probability level.
Figure 5
A view showing the coordination around atom Ba1. Displacement ellipsoids are drawn at the 50% probability level. [Symmetry codes: (ii) y, 
